As part of on-going investigations of S-DABO analogues, e.g. 2-alkylsulfanyl-6-benzyl-3,4-dihydropyrimidin-4(3H) -one
In the title compound, C 21 H 26 N 2 O 2 S, the cyclohexane ring adopts a chair conformation. The angle at the methylene bridge linking the pyrimidine and cyclohexane rings is 113.41 (13) . This is in the range considered optimal for maximum activity of non-nucleoside reverse transcriptase inhibitors. In the crystal, molecules are connected into centrosymmetric dimers via pairs of N-HÁ Á ÁO hydrogen bonds.
Related literature
For the biological activity of 2-alkylsulfanyl-6-benzyl-3,4dihydropyrimidin-4(3H)-one derivatives, which show remarkable anti-HIV-1 activity, see: He et al. (2011); Ettorre et al. (1996) . For related structures, see: Ettorre et al. (1998) Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) Àx þ 2; Ày; Àz þ 1.
Data collection: SMART (Bruker, 2004); cell refinement: SAINT (Bruker, 2004); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXTL.
derivatives, which comprise a potent family of non-nucleoside reverse transcriptase inhibitors (NNRTI's), the title compound was synthesized as a novel inhibitor which shows remarkable anti-HIV-1 activity (He et al., 2011) .
The molecular structure is shown in Fig. 1 . The cyclohexane ring adopts a chair conformation. The C12-C15-C16 angle is 113.41 (13)°, which is in the range considered optimal for maximum activity of NNRTI's, viz. 110-115° (Ettorre et al., 1996) .
A comparison of the molecular structure of the title compound with some reported S-DABO's show that their spatial arrangement are similar (Ettorre et al., 1998; Rao et al., 2007; Zhang et al., 2008) . Although these molecules assume similar conformations, they show differences in their activities. Thus, further structural investigations are needed in order to establish a structure-activity relationship.
In the crystal, molecules are connected into centrosymmetric dimers via N-H···O hydrogen bonds, Table 1 .
Experimental
With 2-cyclohexylacetonitrile as the starting material, the title compound was synthesized according to the procedure of He et al. (2011) . Single crystals of the title compound were obtained from the slow evaporation at room temperature of its ethyl acetate/petroleum ether solution.
Refinement
Methyl-H atoms were placed in calculated positions with C-H = 0.96 Å and the torsion angles were refined to fit the electron density; U iso (H) = 1.5U eq (C). Other H atoms were placed in calculated positions with N-H = 0.86 Å and C-H = 0.93-0.98 Å, and with U iso (H) = 1.2U eq (C, N). (12) 0.0105 (11) −0.0110 (10) 0.0120 (9) C5 0.0633 (12) 0.0491 (10) 0.0674 (11) −0.0028 (9) −0.0045 (9) 0.0042 (8) C6 0.0420 (9) 0.0427 (8) 0.0527 (9) 0.0021 (7) 0.0018 (7) −0.0016 (7) C7 0.0457 (9) 0.0372 (8) 0.0592 (10) −0.0009 (7) −0.0011 (7) −0.0055 (7) C8 0.0487 (10) 0.0530 (9) 0.0509 (9) −0.0024 (8) −0.0029 (7) −0.0107 (7) C9 0.0456 (9) 0.0369 (7) 0.0395 ( 1.517 (2) C17-H17A 0.9700 C8-S1 1.795 (2) C17-H17B 0.9700 C8-H8A 0.9700 C18-C19 1.520 (3) C8-H8B 0.9700 C18-H18A 0.9700 C9-N1 1.295 (2) C18-H18B 0.9700 C9-N2 1.354 (2) C19-C20 1.486 (4) C9-S1 1.7563 (16) C19-H19A 0.9700 C10-O2 1.243 (2) C19-H19B 0.9700 C10-N2 1.381 (2) C20-C21 1.524 (3) C10-C11 1.440 (2) C20-H20A 0.9700 C11-C12 1.366 (2) C20-H20B 0.9700 C11-C13 1.502 (2) C21-H21A 0.9700 C12-N1 1.382 (2) C21-H21B 0.9700 C12-C15 1.504 (2) N2-H2A 0.8600 C2-C1-C6 120.01 (18) H14A-C14-H14C 109.5 C2-C1-H1 120.0 H14B-C14-H14C 109.5 C6-C1-H1 120.0 C12-C15-C16 113.41 (13) C3-C2-C1 120.9 (2) C12-C15-H15A 108.9 C3-C2-H2 119.5 C16-C15-H15A 108.9 C1-C2-H2 119.5 C12-C15-H15B 108.9 C4-C3-C2 119.1 (2) C16-C15-H15B 108.9 C4-C3-H3 120.5 H15A-C15-H15B 107.7 C2-C3-H3 120.5 C17-C16-C21 110.13 (16) 
